Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.107; data-to-parameter ratio = 15.3.
Related literature
. For uses of dehydroabietic acid (DAA), see: Bhatnagar (1983 Bhatnagar ( , 1984 . For the geometry of diterpenic compounds, see: Allen et al. (1991) ;
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Bhatnagar, 1983) , papermaking, and rubber food (Bhatnagar, 1983) . Like some natural drug, it has an aromatic diterpene structure with three rings. It also has three sterogenic centres but their absolute configuration cannot be determined by this analysis. The compound comprises a reactive carboxy group and DAA molecule might be modified to obtain some multifunctional derivatives which can be used as high added value products like novel fluorescence derivatization reagents and efficient but low toxic medicines through constructing aromatic or heteroaromatic ring on DAA′ s skeleton. Methyl cis-deisopropyldehydroabietate can be easily synthesized from DAA (Fonseca et al., 2001) . It provides a convenient starting material for the construction of other derivatives. Some of these derivatives lacking the isopropyl group are also antimicrobial agents (Feio et al., 1999) . The molecular structure of the title compound (I) (Fig. 1) , as typical of diterpenic compounds (Allen et al., 1991) , shows a trans junction of rings A (defined by C16, C17, C18, C19, C20, C21) and B (defined by C11, C12, C17, C16, C15, C14) with two methyl groups in axial positions of the six membered rings. The torsion angles show a chair and a half-chair conformation for rings A and B, respectively. The overall geometry of (I) is comparable to that found for methyl dehydroabietate (Hamodrakas et al., 1978) , apart from the substituted 2,4,6 -trinitrophenylamino and methylgroups at the benzene ring.
The title compound was obtained by refluxing methyl 13-amino-cis-deisopropyldehydroabietate and 2-chloro-3, 5-dinitrobenzoic acid in ethanol in the presence of copper powder and potassium carbonate to give the title compound as a yellow precipitate in 87.7% yield. Recrystallization from ethyl acetate gave orange block-like crystals suitable for an Xray diffraction experiment. Anal.Calcd. for C 29 H 35 N 3 O 10 : C, 59. 48, H, 6.02, N, 7.18%. Found:C, 58.90, H, 6.56, N, 7 .00%.
Refinement
H atoms were positioned geometrically and refined using a riding model (including free rotation about the ethanol C-C bond), with C-H = 0.95-0.99 Å and with U iso (H) = 1.2 (1.5 for methyl groups) U eq (C). The molecular structure of (I), with atom labels and 25% probability displacement ellipsoids for non-H atoms. 
Computing details
θ max = 27.5°, θ min = 2.8°h = −9→9 k = −17→14 l = −16→18 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.041 wR(F 2 ) = 0.107 S = 1
